Figure S7
Enlarged regions corresponding to the identified complex fragments listed in Figure   S9 , comparing measured data (black) to simulated isotopic distribution (red, or red/blue in the case of two overlapping fragments for [M+L+ClO 4 ] + /[2M+2L+2ClO 4 ] 2+ ). S1
Computational Data and Figures
Geometry optimized structures of [Zn 4 (1) 4 ] 8+ were calculated from the crystal structure with the semiempirical method PM3 using Gaussian Software. S2 The optimization in acetonitrile was carried out with polarizable continuum model (PCM).
Figure S8
Comparison of the X-ray crystal structure (left), energy-minimized structure in MeCN (middle) and energy-minimized structure in vacuum (right). All structures are presented without pendant benzyl groups for clarity and/or to simply geometry optimization calculation. 
